Key indicators: single-crystal X-ray study; T = 173 K; mean (C-C) = 0.006 Å; disorder in main residue; R factor = 0.039; wR factor = 0.094; data-to-parameter ratio = 12.8.
Related literature
For related structures, see: Bukhari et al. (2008); Fun et al. (2006) ; Gallagher et al. (2004) . For pharmacological activities of pyrimidines, see: Gangjee et al. (1999) ; Grivsky et al. (1980) ; Malik et al. (2006) ; Rao et al. (2003) . For graph-set notation, see: Bernstein et al. (1994) .
Experimental
Crystal data Refinement R[F 2 > 2(F 2 )] = 0.039 wR(F 2 ) = 0.094 S = 1.05 2589 reflections 203 parameters 4 restraints H atoms treated by a mixture of independent and constrained refinement Á max = 0.43 e Å À3 Á min = À0.58 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). 
Comment
Pyrimidines are a class of biologically active compounds having utility in the pharmaceutical and the agrochemical industries. Compounds with the ring system show pharmacological activity such as antitumor (Gangjee et al., 1999; Grivsky et al., 1980) , antiviral (Rao et al., 2003) , anti-HIV (Malik et al., 2006) , etc. In continuation of our research work (Bukhari et al., 2008) , we have prepared several pyrimidines. In this article, we report the crystal structure of the title compound, (I).
The structure of (I), (Fig. 1) , contains dimeric pairs of molecules lying about inversion centers resulting from N3-H3B···N2 iii hydrogen bonds (N3···N2 = 3.071 (5) Å; Table 1 and Fig. 2 ). The 8-membered rings thus formed represent R 2 2 (8) motif in the graph set notation (Bernstein et al., 1994) . The second H-atom of the amine, N3A, shows rather week interactions with two Br atoms representing bifurcated hydrogen bonds (H3A···Br1 2.97 (4) and 3.11 (4) Å). The meanplanes of the two phenyl rings, C5-C10 and C11-C16, are oriented with respect to the mean-plane of the heterocyclic ring at 8.98 (15) and 35.58 (10)°, respectively. The molecular dimensions in (I) agree with the corresponding molecular dimensions reported for 4,6-(diphenyl)pyrimidin-2-amine (Gallagher et al., 2004; Fun et al., 2006) . The structure is devoid of any C-H···π(arene) contacts observed in the structures reported above.
Experimental
The title compound was synthesized by the procedure reported earlier (Bukhari et al., 2008) . Crystals of (I) suitable for crystallographic analysis were grown by slow evaporation at 313 K from a solutuion of CHCl 3 (Yield 58%; m.p. 512-514 K).
Refinement
The Br and Cl atoms showed substitutional disorder with site occupancy factors refined for Br1 and Cl1 to 0.559 (2) and Br1'
and Cl1' to 0.401 (2) values. C-Cl and C-Br distances were constrained using DFIX command in SHELXL97 (Sheldrick, 2008) . Though all the H atoms could be distinguished in the difference Fourier map the H-atoms bonded to C-atoms were included at geometrically idealized positions and refined in riding-model approximation with the following constraints:
C-H distances were set to 0.95 Å and U iso (H) = 1.2U eq (C). H-atoms bonded to N3 were taken from the difference map and were allowed to refine with U iso = 1.2 times U eq of the parent atom. The final difference map was free of any chemically significant features. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. (11) 0.0050 (9) 0.0017 (7) 0.0039 (7) −0.0014 (7) Br1' 0.0312 (5) 0.0367 (4) 0.0141 (5) 0.0009 (4) 0.0106 (4) −0.0020 (4) Cl1' 0.0220 (8) 0.0441 (11) 0.0050 (9) 0.0017 (7) 0.0039 (7) −0.0014 (7) (4) 153 (3) N3-H3A···Br1 ii 0.92 (4) 3.11 (4) 3.540 (4) 111 (3) N3-H3B···N2 iii 0.80 (4) 2.28 (5) 3.073 (5) 174 (4) Symmetry codes: (i) x, −y+2, z+1/2; (ii) x, −y+1, z+1/2; (iii) −x, −y+2, −z.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
supplementary materials sup-7 
